C14H20BrNOTS
In view of the significantly short values of the C(14)-O(15) and O(15)-C(16) bond lengths (Table  2) , site disorder was suspected, but a careful analysis with partial occupation factors and difference Fourier synthesis gave no definite results.
The atoms at the end of the ester group have large thermal factors; therefore the departure of bond lengths from their corresponding standard values cannot be considered statistically significant.
The rather large thermal factors associated with the ester group seem to be characteristic of the crystal packing of these compounds. Large temperature factors were found not only in compounds measured at room temperature (present work; , but also in compounds measured at liquid-nitrogen temperature (Belinzoni, Mascaretti, Alzari, Punte, Faerman & Podjarny, 1985; Hope, 1985) .
There are no unusually short intermolecular distances. The crystal packing (Fig. 2 puckered; the S(1) atom is 0.945 (4)A out of the plane formed by the other four atoms. The N atom of the fl-lactam ring shows pyramidal geometry, the distance to the plane of its attached atoms being 0-3 7 (1) A,. No unusually short intermolecular distances were found.
Introduction.
As part of a detailed study of 1,6substituted penam derivatives, the crystal structure of the title compound is reported in the present paper. (1) by Lehmann & Larsen (1974) ; cell dimensions from c(2) setting angles of 18 reflections, 20 values between 26 c(3)  and 34°; space group P2,2,2, (No. 19). Lorentz, N(4) c ( (1) Br (2) heavy atoms; all methyl groups refined as rigid bodies; 0(23) remaining H atoms riding on bonded C atoms. Isotropic extinction correction of form F' =F(1--CF2/sinO) applied on Fcalc, refined C = 1.6 (2) x 10 -7. Final agreement factors R = 0.0484, wR = 0.0512 for 233 refined parameters; w= 1/[a2(F)+ 0.00068F2]; max. and min. heights in final difference Fourier synth6sis 0.45 and --0.56 e A-3; (d/a)max = 0"20 for non-H atoms. Scattering factors from International Tables for )f-ray Crystallography (1974) ; main computer programs those of SHELX76 (Sheldrick, 1976 ). Table 1 ,* bond distances and angles in Table 2 . Fig.  1 is a representation of the molecule showing the atom labelling.
Discussion. Final atomic coordinates and equivalent isotropic temperature factors for non-H atoms are listed in
As expected from steric restrictions , the thiazolidine ring adopts the conformation with the S atom out of the plane formed by the other four atoms. The same conformation was assigned, in solution, to the title compound and to its epimer, pivaloyloxymethyl (1R)-6,6-dibromopenicillanate 1oxide, based on NMR-nuclear Overhauser effect spectroscopic evidence (Belinzoni, 1985) . Although several attempts to crystallize the a-sulfoxide compound were unsuccessful, the structure of methyl * Lists of structure factors, anisotropic temperature factors, H atom positions and mean-plane calculations have been deposited with the British Library Lending Division as Supplementary Publication No. SUP 42849 (13 pp.). Copies may be obtained through The Executive Secretary, International Union of Crystallography, 5 Abbey Square, Chester CH 1 2HU, England. The configurations of the chiral centres in the molecule are S for S(1) and C(3), R for C(5) (from starting material).
The dihedral angle between the earboxyl group and the plane defined by C(2)C(3)N(4) is 59.1 (4)°; this torsion is determined by the intramolecular contacts O(12)...N(4) [2.73 (1) At the end of the pivaloyloxymethyl moiety, the atoms have large thermal factors (Table 1) , therefore the differences between the observed (Table 2) and commonly accepted bond distances are probably not statistically significant.
Packing of molecules in the crystal (Fig. 2) is determined primarily by normal van der Waals contacts. The electrostatic contribution may also be significant, as suggested by the intermolecular contacts C (3) 
